. Conceptual design of annular structure for the 18-mer Aβ pE3-42 barrels represented in the starting point of production run in the DOPS/POPE (mole ratio 1:2) bilayer and snapshots of the barrel conformations at each 10 ns for the (A) conformer 1 and (B) conformer 2 Aβ pE3-42 barrels. In the peptide ribbon, hydrophobic, polar/Gly, positively charged, and negatively charged residues are colored white, green, blue, and red, respectively. The pE3 N-terminal termini are highlighted as threads. In lateral view of the bilayer, lipid tail as gray thread and phosphate atoms as small gray and red beads for POPE and DOPS, respectively, are shown. Conformer 2 Aβ pE3-42 barrel B FIGURE S4 Probability distribution functions for selected charged residues, Asp1 (blue), Glu3 (dark blue), Arg5 (purple), Glu11 (red), Lys16 (orange), and Glu22 (yellow), and for the phosphate group of lipid head, PO 4 (green), as a function of the distance along the pore center axis for the (A) conformer 1 and (B) conformer 2 Aβ 1-42 barrels in an anionic bilayer composed of DOPS and POPE with a mole ratio 1:2. Dotted lines indicate the locations of bilayer surfaces.
Pore Axis (nm) 
